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Figure S1. (a) extended conformation of PGD2 (b) compact conformation of PGD2. 
Extended conformation is favored in terms of constrain energy and inter molecule van 
der Waals energy.   
 
 
Figure S2. (a) 830ps,         (b) 858 ps               (c) 870ps snapshot in 
molecular dynamics of PGD2 bound to human DP receptor.  The ring part of 
PGD2 flipped from 830ps to 858 ps and it flipped back from 858ps to 870ps.  
The flipping of the ring leads to the fluctuation of hydrogen bond distance shown 
in Figure 10.   
